lysis [alternative systematic name: 2-( 1 ,3-dioxo-2,3-dihydro-1H-benz [de ] isoquinol-2-yl)benzamide]. The two crystallographically independent molecules of (1) [(la) and (lb) ] are substantially non-planar as a result of strong intramolecular steric repulsion between their cis-arranged carbonyl groups [the 0· · ·0 distances are 2.584 (3) and 2.664 (3) A, and the dihedral angles between the naphthalene and benzene nuclei are 8. 75 (7) and 14.46 (7) Acta Crystallographica Section C ISSN 0108-2701 ©1995
Comment
As part of our investigations into the synthesis of regular polynaphthoylenequinazolones from bis-naphthalic anhydrides and bis-anthranylamides, the model reaction between naphthalic anhydride and anthranylamide has been carried out (see scheme below) (Ponomarev, Skuratova, Lindeman, Sinichkin, Vinogradova & Rusanov, 1994) .
8=? + YQ1 -~ ~~=b; &{~'
Only one of the two possible isomeric products, benz- [4, 5] isoquino [ 1 ,2-b ] quinazoline-7 ,9-dione, (1 ), was isolated from the reaction mixture by crystallization from dimethylformamide. Recrystallization from concentrated (95%) formic acid resulted in the formation of 2-( 1 ,8-naphthalenedicarboximido )benzamide, (2), which may be considered as a rearrangement product of the hydrolysis of (1 ).
The two crystallographically independent molecules of (1) [(la) and (lb) in Fig. 1 ] are substantially distorted relative to the ideal 1r-conjugated planar structure. The dihedral angles between the planes of the naphthalene and benzene nuclei are 8.75 (7) for (Ia) and 14.46 (7) 0 for (lb). This results from bending of the non-aromatic rings: the diazoline ring of the quinazoline moiety adopts a sofa conformation [atoms N1 and N1a are shifted from the planes of the related benzene rings by 0.106 and 0.208 (4) A, respectively, whereas the deviation of the other atoms does not exceed 0.044 (3) A].
The tetrahydropyridine ring of the isoquinoline moiety has a boat-like conformation with atoms N1 (Nla) and C12 (C1~a) shifted by 0.194 (3) The noticeable difference in the degree of nonplanarity for the two crystallographically independent molecules (la) and (lb) seems to result from their different crystal environments. In (I), the molecules are packed in stacks[·· ·(lb')· · ·(lb)· · ·(Ia')· · ·(la)· · ·ln along [IOi] (Fig. 2) . In the stacks, (la) is overlapped fully and closely (interplanar distances are ca 3.42 A) r, by two antiparallel neighbouring molecules (lb") and ( 1a'), but only the naphthalenedicarboximide moiety is overlapped by the packing of the anti parallel ( 1 b) and (lb') molecules, where the interplanar distance is ca 3.53A.
Molecule (2), to our knowledge, is the first arylsubstitued 1 ,8-naphthalenedicarboximide to be investigated structurally. As a result of steric restrictions enforced by the two carbonyl groups, the benzamide moiety is almost perpendicular to the planar naphthalenedicarboximide moiety [dihedral angle 87.05 ( 4 ) (2) showing the labelling of the non-H atoms. Displacement ellipsoids are shown at the 50% probability level.
The bond-length distribution in the naphthalenedicarboximide moieties of (1) and (2) is very similar to that found earlier in N-ethyl-1,8-naphthalimide (Easton, Gulbis, Hoskins, Scharfbillig & Tiekink, 1992) , but formation of the quinazoline ring leads to a substantial loosening of the N1-Cll bond [1.449 (3) in (la) and 1.439 (3) A in (lb) in comparison with 1.394 (1) A in (2)], whereas its equivalent, the N1-Cl2 bond, remains constant [1.401 (3) and 1.399 (3) A versus 1.399 (1) A]. This may be of importance to the mechanism of hydrolysis of (I).
Experimental
Compounds (1) and (2) were obtained as described earlier (Ponomarev, Skuratova, Lindeman, Sinichkin, Vinogradova & Rusanov, 1994) . (l) was crystallized from dimethylformamide; (2) from formic acid. 
Compound (1)
Vol. C, Tables 4.2.6.8 and Refinement was performed on F 2 for all reflections except for five for structure (1) and six for structure (2) with very negative F 2 or flagged for potential systematic errors (e.g. extinction).
For both compounds, program(s) used to solve structures: SHELXS86 (Sheldrick, 1985) ; program(s) used to refine structures: SHELXL93 (Sheldrick, 1993) .
Lists of structure factors, anisotropic displacement parameters, H-atom coordinates and bond distances and angles involving non-H atoms have been deposited with the IUCr (Reference: AB 1270). Copies may be obtained through The Managing Editor, International Union of Crystallography. 5 Abbey Square, Chester CHl 2HU, England.
